Key indicators: single-crystal X-ray study; T = 160 K; mean (C-C) = 0.002 Å; R factor = 0.053; wR factor = 0.171; data-to-parameter ratio = 23.6.
In the title molecule, C 15 H 17 NO, the cyclohexane ring adopts a chair conformation. The cyano and methyl groups at position 1 have axial and equatorial orientations, respectively. The benzene ring has an equatorial orientation. A C-HÁ Á Á interaction involving the benzene ring is found in the crystal structure.
Related literature Subramanyam et al. (2007) have reported the crystal structure of 3-cyano-3-methyl-5-phenylcyclohexane, in which the cyclohexane ring adopts a chair conformation.
Experimental
Crystal data Monoclinic, C2=c a = 23.4475 (5) Å b = 6.0370 (1) Å c = 21.0740 (5) Å = 123.267 (1) V = 2494.22 (9) Å 3 Z = 8 Mo K radiation = 0.07 mm À1 T = 160 (1) K 0.25 Â 0.20 Â 0.10 mm
Data collection
Nonius KappaCCD area-detector diffractometer Absorption correction: none 37687 measured reflections 3640 independent reflections 2682 reflections with I > 2(I) R int = 0.054 Refinement R[F 2 > 2(F 2 )] = 0.052 wR(F 2 ) = 0.170 S = 1.08 3640 reflections 154 parameters H-atom parameters constrained Á max = 0.42 e Å À3 Á min = À0.27 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (4) C15 0.24199 (7) 1.0891 (3) 0.40745 (9) 0.0366 (5) C51 0.05077 (6) 0.8959 (2) 0.37806 (7) 0.0234 (3) C52 0.10525 (7) 0.7488 (2) 0.40770 (7) 0.0268 (4) (7) −0.0052 (5) 0.0129 (5) −0.0028 (5) C4 0.0283 (7) 0.0303 (7) 0.0304 (7) −0.0032 (5) 0.0184 (6) −0.0045 (5) C5 0.0224 (6) 0.0230 (6) 0.0265 (6) −0.0008 (5) 0.0144 (5) 0.0021 (5) C6 0.0258 (6) 0.0246 (7) 0.0301 (7) −0.0042 (5) 0.0176 (6) −0.0030 (5) C11 0.0364 (8) 0.0305 (8) 0.0515 (9) −0.0015 (6) 0.0311 (7) −0.0045 (7) C12 0.0258 (6) 0.0329 (7) 0.0303 (7) −0.0071 (5) 0.0181 (6) −0.0048 (6) C15 0.0275 (7) 0.0443 (9) 0.0427 (9) −0.0070 (6) 0.0222 (7) −0.0033 (7) C51 0.0229 (6) 0.0248 (6) 0.0241 (6) −0.0018 (5) 0.0140 (5) 0.0003 (5) C52 0.0258 (6) 0.0264 (7) 0.0272 (7) −0.0003 (5) 0.0140 (5) 0.0040 (5) C53 0.0232 (6) 0.0332 (7) 0.0281 (7) 0.0030 (5) 0.0128 (5) 0.0034 (6) C54 0.0249 (6) 0.0340 (7) 0.0289 (7) −0.0052 (5) 0.0167 (6) −0.0035 (5) C55 0.0346 (7) 0.0252 (7) 0.0450 (9) −0.0036 (6) 0.0273 (7) 0.0009 (6) C56 0.0296 (7) 0.0258 (7) 0.0428 (8) 0.0033 (5) 0.0235 (7) 0.0056 (6) Geometric parameters (Å, °) 
